Dimethyl 2,5-bis(allyloxy)terephthalate
Allyl bromide (4.5 cm 3 , 27 mmol) was added to dimethyl 2,5-bis(allyloxy)terephthalate (1.71 g, 7.5 mmol) in a mixture of DMF (12 cm 3 ), powdered K 2 CO 3 (3.6 g, 26 mmol) and Me 4 NI (0.1 g, 0.5 mmol) and the mixture stirred at room temperature over the weekend. 
NOTES
The data for 1 was collected at low temperature using CuKα (λ = 1.54184) radiation. The structure of 1 was solved and refined in the cubic space group Pm-3m (a = 12.7953(1)Å). This is the same space group and unit cell parameter as the MOF reported by Fischer et al. (CSD code AJOQEW) using a ligand that differs only in the identity of the pendant tag groups. 2 The data collected for 1
was of poor quality, and the structure is considerably disordered. The asymmetric unit consists of a Zn atom coordinated to an oxo-atom of the SBU with a bond length of 1.919(5) Å and a carboxylate atom of the bridging ligand at a distance of 1.884(17) Å, and is completed by 3 carbons belonging to the phenyl ring of the ligand. The asymmetric unit described is disordered over two sites, each with 50% occupancy ( Figure S3 ). Pendant tag groups on the phenyl ring and solvate molecules were not able to be located and the SQUEEZE algorithm as implemented in the The data of 2 was collected at low temperature using MoKα (λ = 0.71073) radiation. The structure of 2 solved and refined in the F-centered cubic space group Fm-3m (a = 25.7643(3)Å). The data for 2 is of higher quality than 1 and examination of the systematic absences confirmed this space group assignment. The asymmetric unit comprises one-quarter of a bridging ligand of L 2 lying on three mirror planes and 1 / 24 th of a Zn 4 O subunit; the central μ 4 -oxo atom (O1) of the SBU is located on a special position (¼, ¾, ¼). The independent zinc atom has Zn-O bond lengths of 1.9366(9)Å to the central μ 4 -oxo atom and 1.922(4)Å to the carboxylate. The asymmetric unit is completed by the carbon belonging to the carboxylate (C1) and by two carbons from the phenyl ring (C2 and C3). The thermal ellipsoids of C2 and C3 are elongated perpendicular to the plane of the ring, indicating some small tilting, as shown in Figure S4 . This contributes to 'smearing out' the electron density of the attached tag groups. To account for the electron density of these groups and to attempt to reconcile the electron density of solvate molecules in the pores, the data was treated with the SQUEEZE algorithm as implemented in the Platon program suite (as above). Prior to treatment with SQUEEZE, the R 1 was ≈11% and the highest peak in the difference map was 1.2 electrons/Å 3 and afterward the R 1 lowered to 6.16% and the highest peak reduced to 0.7 electrons/Å 3 . The solvent accessible space is calculated to have a volume of 13280 Å 3 , which contains 1925 electrons.
The formula of the missing atoms per molecule of L 2 is C 6 H 10 O 2 , which accounts for 62 electrons.
This gives a total of 1488 electrons for the number of molecules of L 2 per unit cell (24), leaving approximately 440 electrons per unit cell free for disordered solvate, likely taken up by ≈11 molecules of DMF. The heat of adsorption for CO 2 was determined by comparing carbon dioxide isotherms at 288 and 298 K. Isosteric heat of adsorption calculations (Q st ) for CO 2 at these temperatures were undertaken by virial fitting and the Clausius-Clapeyron equation:
where P is the pressure, n is the amount adsorbed, T is the temperature, R is the universal gas constant and C is a constant.
Figure S 19
Isosteric heat of adsorption profiles (obtained by Virial fitting) of the adsorption data at 288 and 298 K for 1 (black) and 2 (red).
